S2 Figure S1. a-e) Optimized structures of DOX after performing MD using DFTB(DFT) package with molecular formula, C 27 H 29 NO 11 . f) Optimized structure of DOX before performing MD. C atoms are in cyan, H atoms are in white, the N atom is in blue and O atoms are in red. Relevant distances are reported in Å in proximity of the dashed lines. The relative energies with respect to a configuration are reported in eV.
S3
Table S1. Spectroscopic Parameters of DOX in its ground state geometry (S 0 ) and with one proton transferred from the OH to the C=O group ( ) in Table S2 . The corresponding electronic structures are shown in Figure S6 . 
